Key indicators: single-crystal X-ray study; T = 292 K; mean (C-C) = 0.008 Å; disorder in solvent or counterion; R factor = 0.052; wR factor = 0.150; data-toparameter ratio = 7.7.
In the crystal structure of the title compound, C 43 H 46 NO 13 Á-0.5H 2 O, the molecule assumes a U-shaped conformation, the terminal benzene rings being approximately parallel and partially overlapped with each other. The molecule contains eight alicyclic and heterocyclic rings. The cyclohexane rings adopt chair conformations, the other three six-membered carbocyclic rings form a bicyclo[2.2.2]octane system with a boat conformation for each six-membered ring, the sixmembered heterocyclic ring has a chair conformation and both of the five-membered rings have envelope conformations. The solvent water molecule links with the organic molecule via classic O-HÁ Á ÁO and weak C-HÁ Á ÁO hydrogen bonding in the crystal structure.
Related literature
For general background, see: Deng et al. (1992) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). ring C, D and E; the six-membered heterocyclic ring F (C6/C7/C8/C14/C20/N1) adopts a screw-boat conformation; while the five-membered rings G (C5/C6/C10/C20/N1) and H (C8/C9/C10/C14/C20) adopt the same envelope conformation.
The lattice water molecule links with the organic molecule via O-H···O hydrogen bonding, and weak molecular C-H···O hydrogen bonding is also present in the crystal structure (Table 1) .
The title compound was isolated from the roots of Aconitum carmichaeli Debx and crystals suitable for X-ray structure analysis were obtained by slow evaporation from an acetone-water solution at room temperature.
Refinement
Water H atoms were placed on chemical-sensible positions, other H atoms were located geometrically with C-H = 0.93-0.98 Å. H atoms were refined using a riding model with U iso (H) =1.2U eq (C) and U iso (H) = 1.5U eq (O). The absolute configuration was not determined, and Friedel pairs were merged. Figures   Fig. 1 . The molecular structure of the title compound. Displacement ellipsoids are drawn at the 30% probability level. Dashed line indicates hydrogen bonding. Cell parameters from 36 reflections a = 11.517 ( 
Data collection
Enraf-Nonius CAD-4 diffractometer R int = 0.007
Radiation source: fine-focus sealed tube θ max = 25.5º
Monochromator: graphite θ min = 1.6º 
where P = ( Primary atom site location: structure-invariant direct methods Extinction correction: none supplementary materials sup-3
Special details
Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. C21-N1-C20 118.4 (4) C16-C17-H17A 120.0 C21-N1-C6 120.1 (4) C16-C17-H17B 120.0
Refinement. Refinement of

